Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.044; wR factor = 0.153; data-to-parameter ratio = 12.7. organic compounds o1294 Wei et al.
In the title compound, C 14 H 10 FN 3 O, the six-and fivemembered rings of the isatin moiety and the six-membered ring of phenylhydrazone are nearly planar with r.m.s. deviations of 0.0003, 0.0004 and 0.007 Å , respectively. The dihedral angle between the phenyl ring and the isatin ring system is 6.09 (9) . The molecular structure is stabilized by a strong intramolecular N-HÁ Á ÁO hydrogen bond, leading to the formation of a pseudo-six-membered ring, generating an S(6) ring. The crystal structure features intermolecular N-HÁ Á ÁO interactions.
Related literature
For the biological activity of isatin derivatives, see: Samus et al. (2004) . For bond-length data, see: Allen et al. (1987) . For the preparation, see: Vine et al. (2007) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
0.86 2.09 2.760 (2) 135
Symmetry code: (i) Àx À 1; Ày þ 1; Àz þ 2.
Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1989); cell refinement: CAD-4 EXPRESS; data reduction: CAD-4 EXPRESS; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: PLATON (Spek, 2009 ). (Samus et al., 2004) . We report herein the crystal structure of the title compound.
5-Fluoro
In the molecule of the title compound (Fig 1) , the bond lengths and angles are within normal ranges (Allen et al., 1987) .
the six-and five-membered rings of the isatin moiety and the six-membered ring of phenylhydrazone are very nearly planar.
Rings A (C3-C8) and B(N1/C1/C2/C8/C7) are nearly coplanar, and they are oriented at dihedral angles of A/B = 1.13 (11)°.
Rings A (C3-C8) and C(C9-C14) are oriented at dihedral angles of A/C = 6.30 (11)°, and rings B(N1/C1/C2/C8/C7) and C(C9-C14) are oriented at dihedral angles of B/C = 5.90 (11)°.
In the crystal structure, intermolecular N1-H1A···O1 = 2.861 Å interaction may be effective in the stabilization of the structure. The planarity of the molecules was stabilized by a strong intramolecular hydrogen bond N3-H3A···O1 = 2.760 Å leading to the formation of the pseudo six-membered ring(N3/N2/C2/C1/O1/H3A).
Experimental
For the preparation of the title compound, phenylhydrozone was reacted with equimolar amounts of isatin in ethanol, following the standard procedure (Vine et al., 2007) . The product precipitated as yellow crystals in 30 min, and was collected by filtration and washed with cold ethanol. Crystals suitable for X-ray analysis were obtained by slow evaporation of an acetone:ethyl acetate =2:1 solution (yield: 91%, m.p. 543 K).
Refinement
H atoms were positioned geometrically, with N-H = 0.86 Å (for NH) and C-H = 0.93 Å for aromatic, respectively, and constrained to ride on their parent atoms, with U iso (H) = 1.2U eq (C,N). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 −0.3760 (2) 0.63511 (17 
0.0418 (7) 0.0615 (9) 0.0674 (9) −0.0080 (6) −0.0031 (6) −0.0292 (7) F1 0.0676 (9) 0.1417 (15) 0.0798 (10) −0.0157 (9) 0.0153 (7) −0.0571 (10) N1 0.0429 (9) 0.0550 (9) 0.0631 (10) −0.0075 (7) −0.0141 (7) −0.0255 (8) C1 0.0401 (9) 0.0430 (9) 0.0556 (11) −0.0028 (7) −0.0109 (8) −0.0176 (8) N2
0.0416 (8) 0.0456 (9) 0.0487 (9) −0.0035 (6) −0.0083 (7) −0.0182 (7) C2 0.0390 (9) 0.0426 (9) 0.0498 (10) −0.0031 (7) −0.0098 (8) −0.0167 (8) N3
0.0402 (8) 0.0559 (9) 0.0520 (9) −0.0075 (7) −0.0044 (7) −0.0230 (7) 
